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Abstract
C15H11Cl2NO2, triclinic, P1 (no. 2), a = 5.9681(3) Å,
b = 9.9888(5) Å, c = 11.9936(6) Å,  = 81.800(2)°,
 = 77.113(2)°,  = 81.364(2)°, V = 684.6 Å3, Z = 2,
Rgt(F) = 0.0314, wRref(F
2) = 0.0818, T = 200 K.
Source of material
The title compound was obtained as a gift sample from R. L. Fine
Chem., Bengaluru, India. The compound was recrystallized from
dichloromethane & acetone (v:v = 1:1) by slow evaporation.
Experimental details
Carbon-bound H atoms were placed in calculated positions (C–H
0.95 Å for aromatic carbon atoms and C–H 0.99 Å for methylene
groups) and were included in the refinement in the riding model
approximation, with Uiso(H) set to 1.2Ueq(C). The nitrogen-
bound H atomwas located from aDifference Fourier map and re-
fined freely.
Discussion
Phenylmethanones are a class of compounds having various
pharmacological properties. Benzophenone and related
compounds have been reported to show antiallergic, anti-
inflammatory, antiasthmatic, antimalarial, anti-microbial and
antianaphylactic activity [1]. 4-Aminobenzophenones have high
anti-inflammatory activity [2], a benzophenyl cyano derivative
acts as a vasorelaxant [3] and the piperidinyl derivative produces
analgesia [4]. Certain aminothiophenes of phenylmethanone are
positive allosteric regulators of the human A1 adenosine receptor
[5] andbiphenyl derivatives showmoderate to high activity against
Mycobacterium tuberculosis in in vitro studies [6]. Recently a
related compound has been reported by our research group [7].The
structure of the title compound - that has been reported at room
temperature only so far [8] - was re-determined at 200 K to allow
for the comparison of metrical parameters with other members of
the series to be investigated. While one of the two aromatic moi-
eties of the benzophenone is an unsubstituted phenyl group, the
other one bears a chloro atom and a 2-chloroacteamide
substituent in ortho and meta position, respectively. The amide
moiety features a terminal chloromethyl group with the chlorine
atom nearly in-plane with the nitrogen atom. The respective
N–C–C–Cl angle is found at -12.1(2)°. The least-squares planes
defined by the respective carbon atoms of both aromatic substitu-
ents intersect at an angle of 61.72(4)° (Fig.). In the crystal, the ni-
trogen-bound hydrogen atom forms an intramolecular hydrogen
bond with the oxygen atom of the benzophenone core. In addi-
tion, a C–H···O contact whose range falls by more than 0.1 Å be-
low the sum of van-der-Waals radii is observed between the
hydrogen atom in ortho position to the amide-derived substituent
and the oxygen atom of the amide group in a neighbouring mole-
cule. The lat ter contacts connect the molecules to
centrosymmetric dimers. In terms of graph-set analysis [5, 6], the
unary level descriptors for these contacts are S(6) andR22. In addi-
tion, a C–H··· interaction is observed that is supported by one of
the hydrogen atoms of the methylene group and the aromatic sys-
tem of the unsubstituted phenyl group. A dispersive interaction
between two chlorine atoms (d(Cl···Cl: 3.3043(6) Å) is apparent
in the crystal structure as well.
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Crystal: yellow blocks, size 0.290.430.56 mm
Wavelength: Mo K

radiation (0.71073 Å)
: 4.73 cm1
Diffractometer, scan mode: Bruker APEX-II CCD,  and 
2max: 56.76°
N(hkl)measured, N(hkl)unique: 11299, 3287
Criterion for Iobs, N(hkl)gt: Iobs > 2 	(Iobs), 3048
N(param)refined: 185
Programs: SHELX [11], ORTEP-3 [12],
MERCURY [13], PLATON [14]
Table 1. Data collection and handling.
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